Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.050; wR factor = 0.134; data-to-parameter ratio = 8.4.
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N-{2-[(4S)-4-tert-
Comment
Compounds containing a chiral oxazoline ring have proven to be one of the most successful ligand classes for asymmetric catalysis. A diverse range of di-, tri-and tetradentate oxazoline ligands incorporating various heteroatoms and specific structural features have been synthesized and used in a wide range of metal catalyzed asymmetric processes (Desimoni et al., 2006; Hargaden et al., 2009) . Introduction of 1,2,4-triazine ring into ligand structure can significantly increase ligand binding properties, since 1,2,4-triazine is known as a good metal chelator (Lindsey et al., 2004) . Due to our interest in developing new oxazoline-based ligands the titled compound was synthesized and its application in asymmetric catalysis is currently under investigation.
The central secondary N7-amine group is planar with the sum of the angles around N atom of 359.1°. The unusually large C3-N7-C8 angle of 131.1 (3)° is constrained by the strong N7-H7···N15 intramolecular hydrogen bond (Table 1) , which forced a cis-cis conformation of the amine spacer between 1,2,4-triazine ring and the (oxazolyl)phenyl group with the torsion angles N2-C3-N7-C8 and C3-N7-C8-C13 of 3.9 (6) and -12.4 (6)°, respectively. The similar geometry and conformation of the [(oxazolyl)phenyl]amine subunit have been reported in closely related structures (Castro et al., 2001; Coeffard et al., 2009 ). The 5-and 6-phenyl substituents of the 1,2,4-triazine ring are inclined to its mean plane with the dihedral angle of 29.0 (1) and 54.6 (1)°, respectively.
In the crystal structure, Fig. 2 , the screw-related molecules are linked into chains along the [010] direction by C53-H53···O18 intermolecular hydrogen bond (Table 1) . Additionally, the π-electron systems of the oxazoline and triazine rings belonging to the translation-related molecules overlap each other, with centroid-to-centroid separation of 3.749 (2) Å between the oxazoline ring at (x, y, z) and triazine ring at (1+x, y, z), and triazine ring at (x, y, z) and oxazoline ring at (-1+x, y, z) . The π···π distances are 3.2389 (16) and 3.4927 (13) Å, respectively.
Experimental
The titled compound was synthesized using palladium cross-coupling amination of 5,6-diphenyl-3-bromo-1,2,4-triazine with readily available 2-[(4S)-4-tert-butyl-4,5-dihydro-1,3-oxazol-2-yl]aniline as the key step. An oven dried three-necked flask was washed with argon and charged with Pd 2 dba 3 (45.7 mg, 0.05 mmol), Xantphos (57.8 mg, 0.1 mmol), 2-[(4S)-4-tertbutyl-4,5-dihydro-1,3-oxazol-2-yl]aniline (0.131 g, 0.6 mmol), 3-bromo-5,6-diphenyl-1,2,4-triazine (155 mg, 0.5 mmol) and K 2 CO 3 (1.38g, 10 mmol). Then, the flask was evacuated and backfilled with argon. Dioxane (10 ml) was added trough the septum. The mixture was refluxed for 24 hours. After cooling, the solid material was filtered off and washed with CH 2 Cl 2 .
The solvent was evaporated, and the resulting crude product was purified by column chromatography using hexanes/ethyl acetate (10:1) as eluent. Crystals suitable for X-ray diffraction analysis were grown by slow evaporation of a methanol solution.
supplementary materials sup-2 Refinement
In the absence of significant anomalous scattering, Friedel pairs were merged and the absolute configuration was assigned from the absolute configuration of started 2-[(4S)-4-tert-butyl-4,5-dihydro-1,3-oxazol-2-yl]aniline. All H atom were located by difference Fourier synthesis. N-bound H atom was refined freely. The remaining H atoms were treated as riding on their C atoms, with C-H distances of 0.93 (aromatic) and 0.96 Å (CH 3 ). All H atoms were assigned U iso (H) values of 1.5U eq (N,C).
Figures Fig. 1 . The molecular structure of (I), with atom labels and 50% probability displacement ellipsoids for non-H atoms.
Fig. 2. A view of the molecular packing in (I). Dashed lines indicate weak C-H···O intermolecular interaction [symmetry code: (
Crystal data 118.9, 120.7, 128.2, 128.3, 128.6, 129.2, 129.3, 129.8, 130.4, 132.3, 136.0, 136.1, 140.8, 150.8, 156.0, 158.8, 163.4 Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
